Supplementary Material for Case Study # 1
The Hare and the Tortoise: Slow and Steady Gets You the Correct Target!
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Compound 1 — Mass
Spectrum
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261.0018] 1 63705|C18 H13 O2 (M+H)+
262.0953] 1 9659|C18 H13 02 (M+H)+
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Compound 2 — 13C-NMR
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Compound 2 — COSY
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Compound 2 — COSY
Spectrum (Zoom)
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Spectrum (Zoom)
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Compound 2 — IR 0%
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Compound 2 — Mass
Spectrum
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261.0909 46307|C18 H13 02 (M+H)+
262.0945 7246|C18 H13 02 (M+H)+
263.0974 763|C18 H13 02 (M+H)+
265.1222 3690
278.1175| 1 29154|C18 H16 N 02 (M+NH4)+
279.1215| 1 5112]|C18 H16 N 02 (M+NH4)+
280.1258| 1 479|C18 H16 N 02 (M+NH4)+
299.0472| 1 23087|C18 H12 K 02 (M+K)+
300.0502| 1 3665|C18 H12 K 02 (M+K)+
301.0471| 1 1813|C18 H12 K 02 (M+K)+




Supplementary Material for Case Study # 2

Can Slow, Steady and Green Get You the Correct Target?
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Type 1 —Mass
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Mass Spectra
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Type 2 — COSY
Spectrum (Zoom)
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Type 2 — HSQC
Spectrum (Zoom)
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Type 2 — HMBC
Spectrum (Zoom)
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Type 2 — HMBC
Spectrum (Zoom)
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Type 2 —Mass

Spectrum
x10 4 |Cpd 1: C18 H12 O2: +ESI Scan (0.323-0.526 min, 13 scans) Frag=150.0V
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Counts vs. Mass-to-Charge (m/z)
Peak List _ _
m/z z |Abund |Formula Ion
261.0909 46307|C18 H13 02 (M+H)+
262.0945 7246|C18 H13 02 (M+H)+
263.0974 763|C18 H13 02 (M+H)+
265.1222 3690
278.1175| 1 29154|C18 H16 N 02 (M+NH4)+
279.1215| 1 5112|C18 Hi6 N 02 (M+NH4)+
280.1258| 1 479|C18 H16 N 02 (M+NH4)+
299.0472| 1 23087|C18 H12 K O2 (M+K)+
300.0502| 1 3665|C18 H12 K02 (M+K)+
301.0471| 1 1813|C18 H12 K 02 (M+K)+
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